Jahn-Teller Instability of Icosahedral [W@Au12](.).
The anionic state of the icosahedral W@Au12 cluster offers a rare example of a Jahn-Teller (JT) instability in an icosahedral fourfold degenerate Γ8 spinor level. The JT energy splittings of the ground Γ8 and excited sixfold degenerate Γ9 splittings in the vicinity of the degeneracy point are calculated with relativistic density functional theory. The results are very well explained by a first-order coupling model, based on the orbital instability of the spherical d-shell of the cluster. In addition the pentagonal JT minimum has been determined. It presents a remarkable example of an auro-sandwich type compound.